General Methods and Materials
Solvent and reagents were purchased from Sigma Aldrich, Fisher Scientific or Oakwood Chemical unless otherwise stated. 13 C NMR and 1 H NMR spectra were conducted on a Bruker
Avance III HD 500 (125 MHz) spectrometer. The spectra were referenced to the residual solvent 
Binding Studies

Materials and Instruments
All 1 H-NMR titrations were carried out with a Varian Unity Inova 500 (500 MHz) at 298 K 
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Measurements of the Association
Constants. To determine the association constant for the 7@7 complex, 5.010 spectrometer, equipped with a HCN probe with Z-axis gradients, and a Highland Technologies L700 gradient amplifier. 1 H experiments were acquired using the 's2pul' pulse sequence, with 16 scans, 16,384 data points per scan, and a relaxation delay of 2 seconds. The standard DOSY Varian pulse program 'Dbppste' was used, with a stimulated echo sequence and bipolar gradient pulse pairs. The diffusion delay Δ, was set to 100ms, with the diffusion gradient length δ at 4ms.
. Gradient strength was varied from 1.0 Gauss/cm (maximum signal) to 61.7 Gauss/cm (minimum signal) in 64 steps total, with 64 scans acquired for each gradient strength measurement and 16,384 data points per scan. A relaxation delay of 10 sec was used, and all experiments were acquired at 25 ⁰C. DOSY spectra were processed using Agilent's VnmrJ 4.2 software, employing the discrete approach for the inverse Laplace transform in the diffusion dimension.
Baseline correction was applied to each of the 64 slices before processing the diffusion dimension.
Molecular Dynamics (MD) Simulations
Each complex construct contains a simulation box (5 × 5 × 5 nm 3 ).
All simulations were performed with the OPLS2005 force field 
